C14H14Cl 2 N 3 OS, monoclinic, P21/n (no. 14), a = 9.9215(8) Å, b = 9.5992(7) Å, c = 16.5801(13) Å,
Source of material
The synthesis process of prothioconazole is carried out using 2-(1-chlorocyclopropyl)-1-(2-chlorophenyl)-3-hydrazinylpropan-2-ol as starting material, and reacting in the first step with paraformaldehyde and ammonium thiocyanate and allowing the resulting product to react in the second step with oxygen in the presence of potassium hydroxide and sulphur powder. 2-(1-chlorocyclopropyl)-1-(2-chlorophenyl)-3-(2,5-dihydro-1H-1,2,4-triazol-1-yl) propan-2-ol (5 mol, 1.72 g), sulphur (0.01 mg) and potassium hydroxide powder (6 mol, 0.34 g) was dissolved in 20 mL absolute toluene. The mixture was heated at 70°C for 12 h. The progress of the reaction is monitored by TLC analysis. After cooling to room temperature, the reaction mixture is diluted with methyl tert-butyl ether and extracted with saturated aqueous ammonium chloride solution (325 mL). The organic phase is dried over MgSO4, filtered and concentrated under reduced pressure. This obtain 2.2 g of a crude product, and then recrystallize from toluene to give 1.4 g white solid 2- 
Experimental details
All H atoms were included in calculated positions and refined as riding atoms, with C-H = 0.96-0.97 Å with [3, 4] . Prothioconazole is a systemic fungicide with protective, curative, and eradicative activities, which inhibits ergosterol biosynthesis by directly binding to CYP51 (sterol 14a-demethylase), therefore resulting in the depletion of ergosterol and the concomitant increase in 14a-methylated sterols [5] [6] [7] . This fungicide has been widely used to control powdery mildew, Fusarium head blight, rusts, and sclerotium on corn, legume crops, and other economic crops [8] . Because of its wild fungicidal activity and its wild applications, the synthesis and biological activity of prothioconazole and its intermediates have attracted much attention [9] [10] [11] [12] . The molecular structure of the title compound is shown in the figure, the dihedral angles between the triazole ring, the C1-C6 chloro-phenyl ring and the cyclopropane moiety are 79.5°, 73.2°and 70.0°. In the crystal, an intermolecular O-H· · · S hydrogen bond link the molecules into one-dimensional chains.
